Key indicators: single-crystal X-ray study; T = 291 K; mean (C-C) = 0.005 Å; R factor = 0.026; wR factor = 0.064; data-to-parameter ratio = 11.3.
The water-coordinated Er III atom in the title compound, [Er(C 5 H 4 N 3 O 2 ) 3 (H 2 O) 2 ]Á4H 2 O, is N,O-chelated by three 3-aminopyrazine-2-carboxylate ions and has a square-antiprismatic geometry. The mononuclear molecule interacts with the solvent water molecules to generate a three-dimensional hydrogen-bonded network.
Related literature
For a related structure, see: Leciejewicz et al. (2004) .
Experimental
Crystal data [Er(C 5 Table 1 Hydrogen-bond geometry (Å , ). 4H 2 O (Scheme I, Fig. 1) is N,Ochelated by three 3-aminopyrazine-2-carboxylate ions and has a square-antiprismatic coordination geometry. The two planes O3-O5-N7-N4 and O1-N1-O2W-O1W (r.m.s. deviation from planarity 0.147 and 0.159 Å, respectively) are nearly parallel to each other, the dihedral angle between them being only 2.4 (1) ° (Fig. 2) .
The mononuclear molecule interacts with the lattice water molecules to generate a three-dimensional hydrogen-bonded network (Table 1) .
Erbium nitrate hexahydrate (1 mmol) was added to a hot aqueous solution of 3-aminopyrazine-2-carboxylic acid (3 mmol).
The solution was allowed to evaporate slowly at room temperature, and colorless prismatic crystals were isolated after five days.
Refinement
Carbon-and nitrogen-bound H-atoms were placed in calculated positions (C-H 0.93 Å, N-H 0.8 Å) were included in the refinement in the riding model approximation, with U iso (H) set to 1.2U eq (C,N). The water H-atoms were located in a difference Fourier map, and were refined with distance restraints of O-H 0.82±0.01 Å and H···H 1.373±0.01 Å; their temperature factors were tied to those of the O atoms by a factor of 1.5 times.
The anisotropic temperature factors of the four lattice water molecules were restrained to be nearly isotropic (by using a 'tight' ISOR 0.01 restraint in SHELXL-97); this command had the effect of merely reducing the strong anisotropy of O3w only marginally.
The hydrogen positions H31 and H32 of O3w are questionable because this oxygen is obviously disordered showing principal mean square atomic displacements U of 0.261, 0.076, and 0.041 Å with the largest component directed to H31.
The final difference Fourier map had two peaks of 1.7, 1.8 eÅ -3 in the vicinity of Er1 that are trans to each other are attributed to absorption effects.
sup-2 4H 2 O at the 50% probability level; hydrogen toms are drawn as spheres of arbitrary radius. Fig. 2 . Square-antiprismatic coordination figure of Er in the title compound. 
